Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.029; wR factor = 0.077; data-to-parameter ratio = 18.0.
In the title compound, C 18 H 17 Br 2 NOS 2 , the conformation of the piperidin-2-one ring is based on a half-chair with the methylene C atom diagonally opposite the N atom being 0.649 (3) Å above the plane of the remaining five atoms (r.m.s. deviation = 0.1205 Å ). The S atoms occupy axial and bisectional positions, and the dihedral angle between the benzene rings of 59.95 (11) indicates a splayed disposition. Helical supramolecular chains along the b axis sustained by C-HÁ Á ÁO interactions is the major feature of the crystal packing. The chains are connected into a three-dimensional architecture by C-HÁ Á ÁBr and C-HÁ Á Á interactions.
Related literature
For background to the chemistry and structures of -thiocarbonyl compounds, see: Zukerman-Schpector et al. (2009); Vinhato (2007) ; Vinhato et al. (2011); Olivato et al. (2012 Olivato et al. ( , 2013 . For the synthesis, see: Olivato et al. (2013) . For ring conformational analysis, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C7-C12 ring. Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SIR92 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010).
Comment
The title compound (I), Fig. 1 , was studied as a part of an on-going investigation of conformational and electronic interactions in β- thio-carbonyl compounds, e.g. N,N-diethyl-2-[(4′-substituted) phenylthio]acetamides, N,N-diethyl-2-[(4′-substituted) phenylsulfonyl]acetamides and 3,3-bis[(4′-substituted phenylsulfany)]-1-methyl-2-piperidinones using spectroscopic, theoretical and X-ray diffraction methods (Vinhato, 2007; Zukerman-Schpector et al., 2009; Vinhato et al., 2011; Olivato et al., 2012; Olivato et al., 2013) .
In (I), the conformation of the six-membered piperidin-2-one ring is highly distorted with the best description being one based on a half-chair with the C4 atom lying 0.649 (3) Å above the plane of the remaining five atoms (r.m.s. deviation = 0.1205 Å), with puckering parameters: q 2 = 0.463 (2) Å and q 3 = 0.275 (2) Å, and amplitudes: Q = 0.539 (2) Å, θ = 59.4
(2)° and φ 2 = 214.7 (3)° (Cremer & Pople, 1975) . The carbonyl-O1 and methyl-C1 atom occupy equatorial positions with respect to the piperidinyl ring while the S1 and S2 atoms are axial and bisectional, respectively. The dihedral angle between the benzene rings is 59.95 (11)°, indicating a splayed disposition.
The crystal packing features helical supramolecular chains along the b axis sustained by rather strong C-H···O interactions, Fig. 2 and Table 1 . These are consolidated into a three-dimensional architecture by C-H···Br and C-H···π interactions, Fig. 3 and Table 1 .
Experimental
The preparation of the title compound was recently described (Olivato et al., 2013) . Suitable crystals were obtained by vapour diffusion of n-hexane into a chloroform solution at 283 K.; M.pt: 383-385 K.
Refinement
All H atoms were included in the riding-model approximation with C-H = 0.95-0.99 Å, and with U iso (H) = 1.5U eq (methyl-C) and 1.2U eq (remaining-C). The maximum and minimum residual electron density peaks of 0.71 and -1.26 e Å -3 , respectively, were located 0.77 and 0.72 Å from the Br2 atom. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (18) O1 0.0211 (7) 0.0191 (7) 0.0165 (8) 0.0035 (6) −0.0020 (6) −0.0051 (6) N1 0.0158 (9) 0.0185 (9) 0.0153 (9) −0.0012 (7) −0.0013 (7) −0.0003 (7) C1 0.0186 (10) 0.0263 (11) 0.0230 (11) −0.0046 (9) −0.0066 (8) −0.0012 (9) C2 0.0170 (10) 0.0129 (9) 0.0131 (9) 0.0011 (7) −0.0013 (7) 0.0025 (7) C3 0.0143 (9) 0.0127 (9) 0.0123 (9) 0.0005 (7) −0.0006 (7) 0.0004 (7) C4 0.0176 (9) 0.0122 (9) 0.0130 (9) 0.0014 (7) 0.0004 (7) −0.0002 (7) C5 0.0198 (10) 0.0161 (9) 0.0149 (10) 0.0028 (8) 0.0048 (8) 0.0016 (7) C6 0.0141 (10) 0.0211 (10) 0.0235 (11) 0.0013 (8) 0.0032 (8) −0.0003 (8) C7 0.0141 (9) 0.0141 (9) 0.0128 (9) 0.0018 (7) −0.0033 (7) 0.0002 (7) 0.0151 (9) 0.0159 (9) 0.0152 (10) 0.0015 (7) 0.0010 (7) 0.0035 (7) C13 0.0135 (9) 0.0214 (10) 0.0139 (10) −0.0015 (8) 0.0006 (7) 0.0039 (8) Symmetry codes: (i) −x+3/2, y+1/2, −z+1/2; (ii) −x+1/2, y−1/2, −z+1/2.
